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Supporting Information File S1: LOD tendency

As an explorative method to visualize the missingness mechanism of a metabolite m, a second (auxiliary)
metabolite mg,, showing the strongest Pearson correlation to m was determined. Comparing the
distribution of concentrations of metabolite m,,,, for observations with and without observed m can

provide information about whether or not missingness in m is systematic.

In the following, for all metabolites (x-axis) with more than 10% and less than 70% missing values a
scatterplot with its auxiliary metabolite (y-axis) is shown. Blue dots correspond to observed
concentrations in both metabolites. Red dots represent concentrations of the auxiliary metabolite in
samples with missing values of the investigated metabolite. corr and p are Pearson correlation

coefficient and corresponding p-value.

The boxplots compare the concentrations of the auxiliary metabolite between samples with missing and
samples with measured values of the given metabolite. pwst is the p-value of a performed Wilcoxon-
Mann-Whitney test. An LOD tendency is assumed is pys; is below a = 0. 05 after Bonferroni correction

for multiple testing.
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Missing values of mannitol

in C—glycosyltryptophan Concentrations of C—glycosyltryptophan in

2 missing and observed mannitol
o +
o 15l Povrst = 4.60e-09 +
15}
e o ¥
+
® S 1f
1 @@ o ® © =
o
® =)
o
2 0.5}
= — %
(@]
(&S]
>
T of
@)
-0.5} E— ;
® +
-1 ! ! ! ! ! ! ! . missing _ observed
-3 -2 -1 0 1 2 3 4 5 mannitol

mannitol (14% missings)



1-oleoylglycerophosphoethanolamine

Missing values of 1-palmitoylglycerophosphoethanolamine
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Missing values of N—acetylalanine
in C—glycosyltryptophan
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3-hydroxybutyrate (BHBA)

Missing values of N—acetylglycine _ _
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Missing values of N—acetylthreonine

in C—glycosyltryptophan Concentrations of C—glycosyltryptophan in
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Missing values of N2,N2-dimethylguanosine
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Missing values of 1-palmitoylglycerophosphoinositol

in 1-stearoylglycerophosphoinositol Concentrations of 1-stearoylglycerophosphoinositol in

missing and observed 1-palmitoylglycerophosphoinositol
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Missing values of nonadecanoate (19:0)
in margarate (17:0)
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Missing values of octadecanedioate
in X-11538
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2-tetradecenoyl carnitine

Missing values of oleoylcarnitine
in 2—tetradecenoyl carnitine
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1-palmitoylglycerol (1-monopalmitin)

Missing values of 1-stearoylglycerol (1-monostearin)
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Missing values of pantothenate
in pyridoxate
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myristate (14:0)

Missing values of pentadecanoate (15:0)
in myristate (14:0)
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in phenylacetylglutamine
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3-(4-hydroxyphenyl)lactate

Missing values of phenyllactate (PLA)
in 3—(4—hydroxyphenyl)lactate
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Missing values of piperine
in X-11452
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Missing values of pyroglutamine _ o
in creatine Concentrations of creatine in
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Missing values of 1-stearoylglycerophosphoethanolamine

in 1-palmitoylglycerophosphoethanolamine Concentrations of 1-palmitoylglycerophosphoethanolamine in
1.5¢ missing and observed 1-stearoylglycerophosphoethanolamine
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Missing values of quinate
in X-12039
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Missing values of saccharin

in X—13640
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2-hydroxyhippurate (salicylurate)

Missing values of salicylate
in 2—hydroxyhippurate (salicylurate)
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2-hydroxyhippurate (salicylurate)
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Missing values of 1-stearoylglycerophosphoinositol . _ o
in 1-arachidonoylglycerophosphoinositol Concentrations of 1-arachidonoylglycerophosphoinositol in
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Missing values of stearidonate (18:4n3)
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Missing values of stearoylcarnitine
in oleoylcarnitine
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Missing values of taurochenodeoxycholate
in taurocholate
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Missing values of taurocholate
in glycocholate
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Missing values of taurolithocholate 3—sulfate

in X-14626
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Missing values of tetradecanedioate
in hexadecanedioate
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Missing values of 1;3;7-trimethylurate
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Missing values of 1-eicosadienoylglycerophosphocholine

in 1-oleoylglycerophosphocholine Concentrations of 1-oleoylglycerophosphocholine in

1-oleoylglycerophosphocholine

157 missing and observed 1-eicosadienoylglycerophosphocholine
+
= - +
Pyt = 1-90e-11 I
1 -
() ir
£
[e)
<
05F 3
i < 05f
(%))
o
<
of 3
8 O
=
=
—0s} 9
[}
oS -05¢
% i
_1 - *
corr =0.75 4l ¥ +
+
-15 s . . . . _missing observed
-3 -2 -1 0 1 2 1-eicosadienoylglycerophosphocholine

1-eicosadienoylglycerophosphocholine ( 7% missings)




X-04495

15

-15

Missing values of 3—hydroxy—2-ethylpropionate
in X-04495

—1i5 —i —oi5 0 0.5 1
3—-hydroxy—2-ethylpropionate (50% missings)

15

X-04495

15

0.5

missing and observed 3—-hydroxy—2-ethylpropionate

Concentrations of X-04495 in

pWrst

+
=1.728-04

: i

¥

missing observed
3—-hydroxy—2-ethylpropionate



o =
o o P o
T T T T

7-methylxanthine

|
o
&

Missing values of 3—methylxanthine _ o
in 7-methylxanthine Concentrations of 7-methylxanthine in

missing and observed 3—methylxanthine

t
ol Puyre = 6.66e—46 I
15¢
+
() 1r
A=
¥ = .
C
0.5F
z
) g O
3
N~ 0.5}
_1 -
o’ : ® corr =0.77 i + ¥
* oo +
X )
. . . . . . missing observed
-2 -1 0 1 2 3 3—-methylxanthine

3—-methylxanthine (37% missings)



hippurate

Missing values of 3—phenylpropionate (hydrocinnamate)

in hippurate
3 -
<)
2f *
1 -
<)
O -
_1 -
_2 -
¥ corr = 0.60
*
_3 1 1 1 1 1 1 J
-3 -2 -1 0 1 2 3 4

3—-phenylpropionate (hydrocinnamate) (29% missings)

hippurate

missing and observed 3—phenylpropionate (hydrocinnamate)

2.5

2

15

1

0.5

Concentrations of hippurate in

L + 4

i Puwrst = 7.32f—81 " |
i

I _ ¥ ]

L H i
+

L — i

I ¥ ]

+
missing observed

3—-phenylpropionate (hydrocinnamate)
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Missing values of 1-linoleoylglycerol (1-monolinolein)
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Missing values of ascorbate (Vitamin C)
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